Single-crystal X-ray study T = 120 K Mean (C-C) = 0.006 Å R factor = 0.049 wR factor = 0.076 Data-to-parameter ratio = 14.3
Comment
The title compound, (I) (Fig. 1) , was prepared as part of our studies radical-mediated competitive cyclization reactions (Kirsop et al., 2007) . Some crystal structures containing 4-bromo-3,5-dihydroxybenzoic acid and its deprotonated anion in combination with 4,4-bipyridine derivatives have been described recently by Varughese & Pedireddi (2006) .
Compound (I) possesses normal geometric parameters (Allen et al., 1987) . The dihedral angle between the mean plane of the C1-C6 benzne ring and the plane of the C7/O1/ O2 grouping is 4.5 (5) . The crystal packing of (I) is influenced by O-HÁ Á ÁO hydrogen bonds (Table 1) . First, classical inversion dimers involving O4-H4Á Á ÁO3 iii and O4 iii -H iii Á Á ÁO3 bonds of Figure 1 A view of the molecular structure of (I), showing 50% probability displacement ellipsoids for the non-hydrogen atoms. The hydrogen bond is indicated by a double-dashed line.
adjacent head-to-head carboxylic acid groups are formed (Fig. 2) [symmetry code: (iii) 1 À x, 1 À y, 1 À z]. Atom H4 appeared to be well ordered in a difference map, but the C7-O4 bond [1.288 (5) Å ] is shorter and the C7 O3 bond [1.252 (5) Å ] is longer than expected for a well ordered carboxylic acid group: the mean C-O and C O bond lengths in carboxylic acid groups bound to an aromatic ring are 1.226 Å ( = 0.020 Å ) and 1.305 Å ( = 0.020Å ), respectively (Allen et al., 1987) . This perhaps suggests partial disordering of H4 in (I), i.e. it is bound to both O3 and O4, but this was not visible in a difference map.
These dimeric pairs of 4-bromo-3,5-dihydroxybenzoic acid molecules are then linked into an infinite sheet by way of O1-H1Á Á ÁO4 i bonds (Fig. 2) . This results in distinctive R 6 6 (32) supramolecular loops (Bernstein et al., 1995) . The O2-H2 hydroxyl group forms a hydrogen bond to a water molecule O atom. In turn, the water molecule acts as a donor for two more O-HÁ Á ÁO interactions, to result in a three-dimensional network (Fig. 3) .
Experimental
A commercial sample of 4-bromo-3,5-dihydroxybenzoic acid was recrystallized from water, to result in slightly translucent needles of (I). Table 1 Hydrogen-bond geometry (Å , ).
Crystal data
O-bound H atoms were located in a difference map and their positions were refined with the distance restraint O-H = 0.85 (2) Å . U iso (H) was set equal to 1.2U eq (O). C-bound H atoms were placed in idealized positions, with C-H = 0.95 Å , and refined as riding, with U iso (H) = 1.2U eq (C).
Data collection: COLLECT (Nonius, 1998 ); cell refinement: SCALEPACK (Otwinowski & Minor, 1997) ; data reduction: SCALEPACK, DENZO (Otwinowski & Minor, 1997) ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (

